C 22 H 25 NO5S·H 2 O, triclinic, P1 (no. 2), a = 8.8121(4) Å, b = 10.6053(4) Å, c = 12.7365(5) Å, α = 80.943(2)°, β = 70.890(2)°, γ = 78.105(2)°, V = 1095.33(8) Å 3 , Z = 2, Rgt(F) = 0.0378, wR ref (F 2 ) = 0.0949, T = 302(2) K.
278 Programs:
Olex2 [1] , Bruker [2] , SHELX [3] , Diamond [4] added to a stirred ethanol solution (15 mL) of 2-hydroxy-4methoxybenzaldehyde (60 mg, 0.39 mmol) in a three-necked flask. The reaction mixture was refluxed for 24 h, then the solution was cooled to room temperature. The orange precipitated residue was removed by filtration and then washed with ethanol and ether 3 times. Then orange solids (0.1 mmol) were dissolved in 20 mL ethanol. Single crystals suitable for X-ray diffraction were obtained from an ethanol by slow evaporation at room temperature.
Experimental details
Using Olex2 [1] , the structure was solved using Charge Flipping and refined with the ShelXL [3] refinement. All hydrogen atoms were positioned geometrically, with the d(C-H) = 0.97-0.99 Å, U iso (H) = 1.2 times Ueq(C) and U iso (H) = 1.5 times Ueq(O).
Comment
Over the past few years, so-called photoacids have been widely studied for their ability of controlling proton concentration and proton transfer processes using visible light, creating a large pH change or good reversibility. They have been demonstrated to be used in photolithography, materials science, biological applications [5] . As valuable photoacids, metastable-state photoacids (mPAH) reversibly control proton transfer, which is involved in the mechanisms of many enzymes. Meanwhile, abnormal cellular pH is related to many diseases including cancer, cardiovascular diseases, and Alzheimer's disease, mPAHs have a lot of potential in the biomedical area [6] .
In the crystal structure of the title compound, the asymmetric unit of the title compound consists of one formula unit and one H 2 O. The indole ring and the aryl moiety is connected by an ethendiyl fragment. This double bond presented "E" configuration, and the dihedral angle between the mean planes of the indole and the aryl moiety is 166.0°. The bond lengths and bond angles are in the normal ranges [7, 8] . Through hydrogen bonds: O4-H4A· · · O6, O6-H6A· · · O2, O6-H6B· · · O3, the target compound and water molecule extend into a 1D structure, which extends into a 3D structure through the hydrogen bonds: C1-H1C· · · O1, C7-H7· · · O6, C18-H18· · · O3, C20-H20A· · · O1, C20-H20B· · · O3.
